C 7 H 4 Cl 2 O 3 ,monoclinic, P 12 1
Source of material
The salicylic acid was slowly dissolved in glacial acetic acid. A current of chlorine was then passed through the solution for 8h. The solid thus obtained was collected, washed and crystallized from glacial acetic acid [1] , then recrystallized with dichloromethane-hexane. Colorless crystals of 3,5-dichlorosalicylic aid suitable for single-crystal X-ray diffraction were obtained at RT.
Experimental details
The structure contains alocal pseudo-inversion center which is obviously connected with the pseudo-orthorhombic C cell with a = 10.933 Å, b =13.244 Å, c =21.631 Å, =90°, =90°and =88°.
Discussion
The crystal structure of 3,5-dichlorosalicylic acid has two crystallographically independent molecules in the asymmetric unit, and their conformations are similar. Extensive hydrogen bonds exist in the crystal structure. Two intramolecular hydrogen bonds O3-H3···O2 (2.663(3) Å, 172°) and O6-H6···O5 (2.624(3) Å, 145°) comparable with [2, 3] contribute to the formation of two sixmembered rings of the molecule structures. Two stronger intermolecular O-H···O hydrogen bonds (O1-H1···O5(1-x ,-y ,-z ), 2.663(3) Å, 172°and O4-H4···O2(-1+x ,½-y ,-½+z ), 2.708(4) Å, 172°) link the two molecules of the asymmetric unit to form ad imer. The C-H···X interactions (C7-H7···Cl4(x ,½-y ,½+z ), 3.730(3) Å, 175°; C14-H14···Cl2(1+x ,½-y ,½+z ), 3.702(3) Å, 162°; comparable to [2] ) together with the subsystem of van der Waals interactions (Cl2···O4, 3.216(3) Å, 157(11)°and Cl4···O1, 3.224(3) Å, 162(10)°) link adjacent dimers to form one-dimensional zigzag ribbons. Further, acloser inspection of the molecular packing revealed that the crystal structure is stabilized by C-H···O hydrogen bonds (C5-H5···O6(x ,½-y ,-½+z ), 3.408(4) Å, 157°; C12-H12··· O3(1-x ,-y ,1-z ), 3.357(4) Å, 155°; and by X ···X interactions comparable to [3, 4] , Cl1···Cl4 (3.477 Å, 105.2°) and Cl2···Cl3 (3.508 Å, 149.9°). An infinite two-dimensional network structure is formed by the above interactions. Adjacent layers are tied by aromatic -stacking [5] stabilizing the threedimensional supramolecular structure. (4) 
